Appendix A. Additional details about the optimized soddyite structure. Mode ν=610 cm -1 -t(H2O) -H2O twisting.
Mode ν=602 cm -1 -t(H2O) -H2O twisting.
Mode ν=579 cm -1 -ρ(H2O) -H2O rocking.
Mode ν=555 cm -1 -δ(SiO4) 4--Silicate (SiO4) 4-symmetric bending.
Mode ν=507 cm -1 -ω(H2O) -H2O wagging.
Mode ν=491 cm -1 -ω(H2O) -H2O wagging.
Mode ν=445 cm -1 -ω(H2O) -H2O wagging.
Mode ν=438 cm -1 -ω(H2O) -H2O wagging.
Mode ν=431 cm -1 -δ(SiO4) 4--Silicate (SiO4) 4-symmetric bending.
Mode ν=384 cm -1 -ν(UOaqua)/Τ(H2O) -UOaqua stretching/H2O translation. 
